Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.012 Å; R factor = 0.057; wR factor = 0.152; data-to-parameter ratio = 14.0.
Related literature
For general background to and the chemistry and biological activity of the title compound, see: Holla et al. (2001) ; Prasad et al. (1998) ; Dawood et al. (2005) ; Abdel-Aziz et al. (2007); Abdel-Wahab et al. (2009) . For further synthesis details, see: Dickinson & Jacobsen (1975) . For standard bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . For ring conformations, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 Prasad et al. (1998) . In continuation of our studies in the chemistry and biological activities of the title compound analogs (Dawood et al., 2005; Abdel-Aziz et al., 2007 & Abdel-Wahab et al., 2009 , we reported the synthesis and crystal structure of the title compound.
In the title compound, Fig. 1 , the 1,2,4-triazole (N2-N4/C9/C10) is essentially planar (r.m.s. deviation = 0.020 Å) and makes a dihedral angle of 29.1 (5)° with the phenyl ring (C1-C6). The 3,6-dihydro-1,3,4-thiadiazine ring (S1/N1/N2/C7-C9) adopts a twist-boat conformation, with puckering parameters Q = 0.552 (8) Å, Θ = 66.6 (9)° and φ = 32.5 (10)° (Cremer & Pople, 1975) . Bond lengths (Allen et al., 1987) and angles are within normal ranges.
In the crystal (Fig.2) , molecules are linked via C8-H8A···N3 and C8-H8B···N3 bonds (Table 1) into sheets parallel to the (010) plane.
Experimental
The reaction of 4-amino-5-methyl-4H-1,2,4-triazole-3-thiol and 2-bromo-1-phenylethanone afforded the title compound in the form of colourless plates according to the reported method (Dickinson & Jacobsen, 1975) .
Refinement
All H atoms were positioned geometrically and refined using a riding model with C-H = 0.93-0.97 Å and U iso (H) = 1.2 or 1.5 U eq (C). A rotating-group model was applied for the methyl group. The same U ij parameters were used for atom pair C10/C11. The highest difference peak is 0.97Å from Br1. The deepest difference hole is 0.89Å from Br1.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 The molecular structure of the title compound showing 50% probability displacement ellipsoids for non-H atoms.
Figure 2
The crystal structure of the title compound, viewed along the a axis. (Cosier & Glazer, 1986) operating at 100.0 (1) K. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.0080 (5) −0.00421 (15) 0.6539 ( Geometric parameters (Å, º) S1-C9 1.737 (11) C2-H2A 0.9300 S1-C8 1.813 (10) C3-C4 1.413 (11) 
